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Figure S1: Fraction of the bulk diffusion constant for the different simulation
systems. Green lines represent the smooth diffusion profiles used in GCMC/BD
simulations. (a) MD simulation results for K+ and Cl− in (M113N)7·βCD as
well as profiles for (M113N)7·βCD and (M113F)7·βCD calculated by a hydro-
dynamic approximation. Further diffusion profiles for (b) wt-αHL, (M113F)7,
and (c) (M113N)7.


